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Why Add Complex Expert Knowledge to Databases?

Unknowns and High Resolution Mass Spectrometry

O Over 60 % of HR-MS peaks are potentially relevant but unknown

I Noise/Blank [JTargets lNon-targets (Unknowns)
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(I) Schymanski et al. 2014, ES&T, 48: 1811-1818. DOI: 10.1021/es4044374. (r) Source: N. Zamboni REEUEIECEY




Why Add Complex Expert Knowledge to Databases?

Homologous Series and UVCBSs in our samples ....
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Swiss Wastewater: Top 30 Peaks (ESI-) Lawag...
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Grouping Isotopes and Adducts
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Swiss Wastewater: Top 30 Peaks (ESI-)
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Surfactant Screening From Literature
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Surfactant Screening From Literature fawag

Enable access and comparison
P s MassBank | VIS

Adding literature spectra to
www.massbank.eu/MassBank/
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Supporting Evidence for Homologues gawag
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Supporting Evidence for Homologues
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NORMAN Suspect Exchange

O http://www.norman-network.com/?g=node/236

Network of reference laboratories, research centres and related
organisations for monitoring of emerging environmental
substances

Omenu | NORMAN Suspect List Exchange

> Emerging Substances

e As part of a series of workshops in September 2014, NORMAN members expressed the need to exchange various lists of substances to improve their suspect screening efforts. An

# Topics and Activities initiative of the 2015 Joint Programme of Activities involved establishing this website as a central access point for NORMAN members (and others) to find suspect lists relevant for their
environmental monitoring question. All suspect lists currently available are compiled in the table below and are being progressively integrated into the US EPA CompTox Chemistry

» Workshops and Events Dashboard (website, downloads). The “Link to full list™ column below contains an excel or comma-separated file (csv) with all available information, e.g. as provided as supporting
information for the publication, while the third column provides a list of the structures as InChlKeys only, which allows suspect searching using MetFrag or other workflows. The fourth

Bl column contains references for the data: please cite these references if you use the respective datasets.

» Glossary

Coordination: Emma Schymanski, Eawag; Curation/RTl/toxicity: Reza Aalizadeh & Nikos Thomaidis, Uni. Athens; CompTox: Antony Williams, US EPA; Webmaster: Natalia Glowacka,
Environmental Institute; IT. Lubos Cirka, Environmental Institute; Contributors: see below.

If you have any feedback or a list that you would like included, please contact suspects@normandata.eu.

Interactive merged list of all suspect substances (update in progress)

Name and Link to full list Link to InChiKey list

Password * Description
==t here for an
v&version. Compiled by Reza Aalizadeh,
University of Athens, now including RTI and

: Merged NORMAN |NORMAN_SusDat_MergedSuspects24052017.xIsx |NORMAN_SusDat_MSrea
Request new password Su spect
List “SusDat”
toxicity values.

unds_InChlKeys_11042017.txt  |www.massbank.eu

Stravs ef al. 2012
DOI: 10.1002/jms.3131

s‘;\ \v‘ “a“ 4 \5‘
Sk\ eta
5‘:-\"1! “a‘ \5“\ Q\B\ 20 \4-‘;5 v

NORMAN

t,
ot 5\"5‘)25

=t STOFF-IDENT_28102016_InChlKeys.txt The database enables the search for exact
~LContent_28102016.xIsx masses from target or unknown lists and the
OFF-IDENT_Content_28102016.csv automatic use of a Retention Time Index.

See: http://bb-x-stoffident.hswt.de - free
access after registration

NORMAN Targ_Sus_NT-wiID_LC _final_31102016.xIsx Targ_Sus_NT-wlID_GC_final_InChiKeys_31102016.txt |Schymanski et al. 2015.
Collaborative Trial |Targ_Sus NT-wID_LC_final_31102016.csv Targ_Sus_NT-wlD_LC_final_InChlKeys_31102016.txt |DOI: 10.1007/s00216-015-8681-7
Targets and Targ_Sus_NT-wiID_GC_final_31102016.xIsx

Schymanski, Aalizadeh et al. in prep.
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Eawag Surfactant List

(formulas only)

Eawag Surfactant
Suspect list ‘

Surfactant_Suspects_Schymanski_etal_2014.xlIsx
Surfactant_Suspects_Schymanski_etal_2014.csv

Schymanski et al. 2014.
DOI: 10.1021/es4044374

SuspectID _lName

Name_ref Formula

C10-LAS  C10-LAS
C11-LAS Cl11-LAS
C12-LAS  C12-LAS
C13-LAS  C13-LAS
C1l4-LAS  Cl14-LAS
C3-SPC C3-SPC
C4-SPC C4-SPC
C5-SPC C5-SPC
C6-SPC C6-SPC
C7-SPC C7-SPC
C8-SPC C8-SPC
CS-SPC C9-SPC
C10-SPC  C10-SPC
C11-SPC  C11-SPC
C12-SPC  C12-SPC
C13-SPC  C13-SPC
C14-SPC  C14-SPC
C15-SPC  C15-SPC
SPA-1DC  SPA-1DC
SPA-2DC  SPA-2DC
SPA-3DC  SPA-3DC
SPA-4DC  SPA-4DC

C10-LAS_GiC16H2651C
C11-LAS_GiC17H28S51C
C12-LAS_GiC18H30S1C
C13-LAS_GiC19H3251C
C14-LAS_GiC20H3451cC
C3-SPC_Co1C9H1005S!
C4-SPC_Co1C10H1205!
C5-SPC_Coi1C11H1405!
C6-SPC_Co1C12H1605!
C7-SPC_CoiC13H1805!
C8-SPC_Co1C14H2005!
C9-SPC_Co1C15H2205!
C10-SPC_C(C16H2405!
C11-SPC_C(C17H2605!
C12-SPC_C(C18H2805!
C13-SPC_C(C19H3005!
C14-SPC_C(C20H3205!
C15-SPC_C(C21H3405!
SPA-1DC_LC C9H80751
SPA-2DC_DC10H1007!
SPA-3DC_DC11H1207!
SPA-4DC_DC12H1407!

298.1603 None
312.1759 None
326.1916 None
340.2072 None
354.2229 None
230.0249 None
244.0405 None
258.0562 None
272.0718 None
286.0875 None
300.1031 None
314.1188 None
328.1344 None
342.1501 None
356.1657 None
370.1814 None
384.197 None
398.2127 None
259.9991 None
274.0147 None
288.0304 None
302.046 None

Monoisoto|Adduct_Stz M+H+

299.1675
313.1832
327.1988
341.2145
355.2301
231.0322
245.0478
259.0635
273.0791
287.0948
301.1104
315.1261
329.1417
343.1574
357.173
371.1887
385.2043
399.22
261.0063
275.022
289.0376
303.0533

M-H-

Reference Reference_DOI Source_ref¢Source_DOI

297.153 Schymansk dx.doi.org/10.1021/es:Gonzalez_e dx.doi.org/10.1002/rcm.3527
311.1686 Schymansk dx.doi.org/10.1021/es: Gonzalez_e dx.doi.org/10.1002/rcm.3527
325.1843 Schymansk dx.doi.org/10.1021/es:Gonzalez_e dx.doi.org/10.1002/rcm.3527
339.1999 Schymansk dx.doi.org/10.1021/es:Gonzalez_e dx.doi.org/10.1002/rcm.3527
353.2156 Schymansk dx.doi.org/10.1021/es:Gonzalez_e dx.doi.org/10.1002/rcm.3527
229.0176 Schymansk dx.doi.org/10.1021/es: Corada-Fer dx.doi.org/10.1039/c1lem10150a
243.0333 Schymansk dx.doi.org/10.1021/es: Corada-Fer dx.doi.org/10.1039/c1em10150a
257.0489 Schymansk dx.doi.org/10.1021/es: Corada-Fer dx.doi.org/10.1039/c1em10150a
271.0646 Schymansk dx.doi.org/10.1021/es: Corada-Fer dx.doi.org/10.1039/c1em10150a
285.0802 Schymansk dx.doi.org/10.1021/es: Corada-Fer dx.doi.org/10.1039/c1em10150a
299.0959 Schymansk dx.doi.org/10.1021/es: Corada-Fer dx.doi.org/10.1039/c1em10150a
313.1115 Schymansk dx.doi.org/10.1021/es:Corada-Fer dx.doi.org/10.1039/c1em10150a
327.1272 Schymansk dx.doi.org/10.1021/es: Corada-Fer dx.doi.org/10.1039/c1lem10150a
341.1428 Schymansk dx.doi.org/10.1021/es: Corada-Fer dx.doi.org/10.1039/c1em10150a
355.1585 Schymansk dx.doi.org/10.1021/es: Corada-Fer dx.doi.org/10.1039/c1em10150a
369.1741 Schymansk dx.doi.org/10.1021/es: Corada-Fer dx.doi.org/10.1039/c1em10150a
383.1898 Schymansk dx.doi.org/10.1021/es: Corada-Fer dx.doi.org/10.1039/c1em10150a
397.2054 Schymansk dx.doi.org/10.1021/es: Corada-Fer dx.doi.org/10.1039/c1em10150a
258.9918 Schymansk dx.doi.org/10.1021/es: DiCorcia_eidx.doi.org/10.1021/es990596u
273.0074 Schymansk dx.doi.org/10.1021/es: DiCorcia_eidx.doi.org/10.1021/es990596u
287.0231 Schymansk dx.doi.org/10.1021/es: DiCorcia_eidx.doi.org/10.1021/es990596u
301.0387 Schymansk dx.doi.org/10.1021/es: DiCorcia_eidx.doi.org/10.1021/es990596u
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Using Generic Structures for Screening/Linking

o https://github.com/schymane/RChemMass/

A

Series_ID |GenSMILES R1toN

LAS
SPACs
SPADCs
DATS
STACs
STADCs
AS
C12AES
C13AES
SAS
NPEOQSO4s
GES
CxAEO2
CxAEC
CxAEC
CxAEC
CDEAs
PEGs
NPEO:
NPECs

Intensity

http://pub: 05(=0)(=0)SPACs; R1= 05(=0)(=0)05(=0
http://pub: 05(=0)(=0)SPADCs; R105(=0)
http://pub: 05(=0)(=0) DATS; R1=( 05(=0)
http://pub: 05(=0)(=0)STACs; R1= 05(=0)(=0) 05(=0

I J
BabelSmile Labell

L M N o

CxSMILES_y CxSMILES_noTitle
http://pub: 05(=0)(=0) LAS; R1=C,F05(=0)(=0) 05(=0)(=0}clecee(cc1)C(CC)CC |Sg:n:13:m:ht,Sg:n:11:n:ht]|

(=
(=
(=
(=

0)05(=0
0)05(=0

_— e

[=0)clece(cc1)C(CC(=0)0)CC |Sg:n:15:m:ht,5g:n:11:n:ht|
(=0)elece(ec1)C(CC(=0)0)CC(=0)O [Sg:n:15:m:ht,Sg:n:11:n:ht|
(=0)cleee2e(cl)C(CCC2CC)CC |Sg:n:14:m:ht,Sg:n:16:n:ht|

(=0)cleee2e(cl)C(CCC2CC(=0)O)CC |Sg:n:14:m:ht,5g:n:18:n:ht|

http://pub: 05(=0)(=0)STADCs; R105(=0)(=0) 05(=0)(=0)clecc2e(c1)C(CCC2CC(=0)0)CC(=0)0 |Sg:n:14:m:ht,5g:n:18:n:ht|
http://pub: 0=5(=0)(0) AS; R1=C(1 0=5(=0)(0) 0=5(=0)(0)0CC |Sg:n:5:n:ht|
http://pub: 0=5{0)(=0) C12AES; R10=5(0)(=0) 0=5(0)(=0)0CCOCCC |5g:n:5,6,7::ht,5g:n:9:m:ht |
http://pub: 0=5{0)(=0) C13AES; R10=5(0)(=0) 0=5(0)(=0)0CCOCCC |5g:n:5,6,7::ht,5g:n:9:m:ht |

http://pub: 0=5{0){=0)5AS; R1=C,10=5(0)(=0) 0=5(0)(=0}C(CC)CC |5g:n:5:m:ht,5g:n:7:n:ht |

NPEOQSO4s http://pub: 0=5(=0)(0) NPEOS04s; 0=5(=0)(0) 0=5(=0)(0)0CCOc1cee(cc1)CC |S5g:n:5,6,7::ht,Sg:n:14:m:ht |
http://pub: 0=5(=0)(0) GES; R1=0( 0=5(=0)(0) 0=5(=0)(0)0CCOCCO |Sg:n:5,6,7::ht|

http://pub: O*CCOC*

B C D E E G H
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0=5(0)(=0){Ccco,Cc} {2-11,12-12} C13AES
0=5(0)(=0){C.C} {9-20} SAS
o=5(=0j(0){occ,c} {0-2,9-9}
0=5(=0]}(0){00C} {1-15} GES
o[r1]ccoc{cco,ct  {2-2,9-12} CxAEO2
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w SPAC4
S HO SPACS
2 7 " o] — SPACE
- I —  SPACT
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Eawag Surfactant List (after many late nights...)

https://comptox.epa.gov/dashboard/chemical lists/eawagsurf

Eawag Surfactant

Suspect list ‘
(formulas only)

Surfactant_Suspects_Schymanski_etal_2014.xlIsx
Surfactant_Suspects_Schymanski_etal_2014.csv

Schymanski et al. 2014.
DOI: 10.1021/es4044374

SuspectID _lName

Name_ref Formula

Monoisoto|Adduct_Stz M+H+ M-H- Reference Reference_DOI Source_refeSource_DOI

C10-LAS C10-LAS C10-LAS _Gi(C16H26S1( 298.1603 None 299.1675  297.153 Schymansk dx.doi.org/10.1021/es: Gonzalez_e dx.doi.org/10.1002/rcm.3527
C11-LAYACCESSIONNAME ~ NAME2 Trade Names (approx matching!)  CLASS DTXSID REPRESENTATIVE DTXSID Represer CAS on Scifinder
C12-LA4LIT00001 C10-DATS C10-Dialkyl tetralin sulfonate Sirene-AICI3 DTXSID40891636 DTXSID80891337 YES  NO
C13-LAgLIT00002 @ ——— DTXSID00891637 YES  NO
C14-LAS LIToooo3 d Order SuspectID DTXSID PREFERRED NAME DTXSID30862870 YES NO
ca.spc [HTo0004 1 Cx-LAS class | DTXSID3020041 DTXSID90S8600 YES  NO
i LITO0005 g 2 C10toC16-LAS_c¢ DTXSID2028723 RIREIR L2t VES
C4-SPC L r00006 d DIXSID90RR0410 YES
C5-SPC Jutoooo7 d 5 [cope |Class_DTXSID IDs
c6-sPC [LT00008 g 6 [cx-LAS_class DTXSID3020041  DTXSID202 DTXSID708 DTXSID708 DTXSID408 DTXSID408 DTXSID908 DTXSID308 DTXSID30862870
c7-spc JuToooos g 7 |C10toC16-LAS class  DTXSID2028723 DTXSID708 DTXSID708 DTXSIDA08 DTXSID408 DTXSID908 DTXSID308 DTXSID30862870
cs-spc |UT00010 g g |c10-LAs_class DTXSID70891689 DTXSID708 DTXSID40891333
co-spe |LTO001L g [cr2-tas class DTXSID90891641 DTXSID308 DTXSID30862870
LIT00012 d Cx-SPC_class DTXSID90891722 DTXSID808 DTXSID508 DTXSID308 DTXSIDE0S DTXSIDO08 DTXSIDO08 DTXSID608 DTXSID308 DTXSIDE0S DTXSID108 DTXSIDEC]

C10-5PQuroo013 d 10 fc7-spc_class DTXSID80891690 DTXSID50891662
C11-SPLTOo0014 ( 11 Jcs-spc_clas
c12-spdLTo0015 N 14 |sPA-DC_clas CODE |Class_DTXSID_Parent Class_DTXSIDs_TPs
C13-SPC  C13-SP( 19 Cx-DATS_clad Cx-LAS class DTXSID3020041 DTXSID90891722 DTXSID108 DTXSID708 DTXSID308 DTXSID90891727
C14-SPC  C14-SP( C10-DATS_cll cx-SPC_class DTXSID90891722 DTXSID10891724

20 JstAc class
C15-SPC  C15-5PQ 21 STADCs clas Cx-DATS class DTXSID70891725 DTXSID30891726 DTXSID90891727
SPA-IDC - SPA-IDE . A class | STAC_class DTXSID30891726  DTXSID90891727
SPA-2DC  SPA-2D( As_AES_mix| NPEO_class DTXSID1027718 DTXSID40891691
SPA-3DC  SPA-3D( 23 AES_class

24 = OPEO _class DTXSID2042309 DTXSID60891734
SPA-4DC  SPA-4D( SAS_class

C12-14AEQ_cTass DIRSIDUUAIE3T  DIoIDoUs DI ASIDIUS DI ASIDBUS DIRSIDSUI DT RSID308 DT ASIDI05 /0670

AEQ_class

DTXSID40891732 DTXSIDO04 DTXSID708 DTXSID808 DTXSIDS08 DTXSID108 DTXSIDE0S5 DTXSID501 DTXSID208 DTXSID608 DTXSID205 DTXSID3(

i —

Schymanski et al 2014, ES&T, 48: 1811-1818. DOI: 10.1021/es4044374



https://comptox.epa.gov/dashboard/chemical_lists/eawagsurf

Eawag Surfactant List in CompTox Dashboard

Chemistry Dashboard

s

Alkylbenzenesulfonate, linear
42615-29-2 | DTXSID3020041

@) Searched by Synonym: Found 1 result for Linzar alkylbenzans sulfonate’.

e | M B A~
o
[l
O=—s5—0H
I i
C [ ¥
Ha Hy

Relatzd Substan)

Download|

ceor0eooe
e0oNOGOO
ceowO O

Saarched Chemical

SUCCESSOR:Reprasantative Componant

&)

=

s
4

4§
/
4
4-{undecan-5-yl)benzens-1-sulfonic acid
MNOCAS_831087

https://comptox.epa.gov/dashboard/chemical_lists/eawagsurf

SUCCESSOR Representstive Component

O=t—0H

Alkyl

C10-C18) Alkylbenzenesuffonic scid
68584225

SUCCESSOR Representstive Component

A~ "

C12-lin=ar alkyl benzene sulfonats
NOCAS_g915641

Intrinsic Properties

Malecular Formula: (CH2)y{CH2xCTHI03S
Average Mass: Mot Found

Moneisotopic Mass: Mot Found

Structural Identifiers

Linked Substances

Fresence in Lists

Record Information

‘SUCCESSOR Representstive Component

A
{
C10-inear sieyibenzenesyiionate

NOCAS_891689

‘SUCCESSOR Representstive Component

4-{Dodecan-5-yljbenzens-1-sulfonic scid
23003-02-1

SUCCESSOR Repressnistive Companant

0
\:[3—- —
{
5,

H

4
J
4-{decan-5-yl]benzane-1-sulfonic acid
NOCAS_231148

SUCCESSOR Repressnistive Companant

- y
.
[
e
4-{dodecan-4-yl|benzane-1-sulfonic acid

NOCAS_BG2870

Submit Comment

h

Copy ~

LAS: n+m=7-10

CDK Depict

SUCCESSOR:Reprasentstive Component

4-{decan-4-yl)benzenasulfonic scid
NOCAS_g81331

SUCCESSOR: General Form

No Chemical
Structure
Associated
with this
Substance

Benzenesulfonic acid, C10-13-alkyl derivs., sod
68411-30-3

ium

AN cowneooee

Schymans

UNIVERSITE DU
LUXEMBOURG

i, Grulke, Williams et al, in prep. & Williams et al. 2017 J. Cheminformatics 9:61 DOI: 10.1186/s13321-017-0247-6
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https://cdkdepict-openchem.rhcloud.com/depict/cow/svg?smi=OS(=O)(=O)c1ccc(cc1)C(CC)CC%20|Sg:n:13:m:ht,Sg:n:11:n:ht|%20LAS;%20n%2Bm=7-10&abbr=off&hdisp=bridgehead&showtitle=true&zoom=2.45&annotate=none

Cross-Linking with Lists in CompTox Dashboard

Alkylbenzenesulfonate, linear

42615292 | DTXSID3020041

€ Searched by DSSTox_Substance_ld: Found 1 result for 'DTXSID3020041'.

Presence in Lists

EPA Hydrofracturing Fluids Surfactant List Screened in Swiss Wastewater (2014)

Record

Quality

Download as:

4D

C3-C15 Sulfophenyl carboxylates
NOCAS 891722| DTXSIDI0891722

€9 Szarchad by DSSTox_Substance_lo: Found 1 rasult for DTXSIDA0RE1TZZ.

Presence in Lisis

Record Information

Download as:

TSV Exoel SDF

SPABC
NOCAS_581094

e

=P
o N
'3
4-{4-suffophenyljoctancic acid
NOCAS 821637

10-{4-sutfophenyljdecancic acid
NOCAS_ 881332

&-{4-suifophenyljnananaic acid
NOCAS 821850

Presence in Lists

Surfactant List Screened in Swiss Wastewater (2014)

Surfactant List Screened in Swiss Wastewater (2014)

Related Chemicals
Found 9 chemicals

o N

&-{4-sulfophenyljectanaic acid
NOGCAS_881234

4-methyl-11-{4-sulfophenylfridecanaic acid
NOGAS_821851

&-{4-sulfophenylinonanaic acid

NOCAS_881335
Hy
[+
Ho
20
o\
'

4-{#-suffophenyliheptanaic acd
NOCAS 881552

o
=

[
)

&-{4-suifophenyl)decanaic acid
NOGCAS_881340




Structures now accessib

e for Computational MS

Chemistry Dashboard

Relatzd Substan)

Download|

s

Alkylbenzenesulfonate, linear

42615-29-2 | DTXSID3020041

@) Searched by Synonym: Found 1 result for Linzar alkylbenzans sulfonate’.

e | M B A~
o
O=—s5—0H
C [
H ¥
2 Hy
Bearched Chemical SUCCESSOR Representstive Component
N O=5=—0H
[ 1 N
AR
Blkylbenzanzsulionste, linear (C10-C18) Alkylbenz:
47815-70-2 B63534-22-5

SUCCESSOR:Reprasantative Componant

e

e A

4-{undecsn-5-yljbenzens-1-sulfonic scid

MNOCAS_831087 NOCAS_g915641

SUCCESSOR Representstive Component

C12-lin=ar alkyl benzene sulfonats

Intrinsic Properties

Molecular Formula: (§
Average Mass: Mot Fi

Moneisotopic Mass:

Structural Identifiers

Linked Substances

Fresence in Lists

Record Information

UTASIDTUSsE Iy

- i
<
DIXSID1058711  ~ o
3 DIXSIDE058569 P =
DTXSIDS08S1641 S 5
6 R DIXSID00ES1314 1261917 C1gH30038 o bl T 24119
DTXSID50880399 W o>
DTXSIDO0S73438 o & o
4-(3-Dodecanyijbenze &
nesulfonic acid InChiKeyBlocki = 0.0 0.2 0.4 0.6 0.8 1.0
r ock1 =
QIRVOJKLONSNDE
DTXSID3020041
y 5
&
'D-
. ‘/@’ ] DTXSIDA08E0083 3 5
\@ ®
7 L /AT | CigHa0sS e v 21689
1 L o
: & s
8
Alkybenzenesulfonate, &
linear InChikeyBlock = 0.0 0.2 0.4 0.6 0.8 1.0
GHNRTXCRBJOVGN
D
v DTXSIDE0R92084
&8
- ®
TXSI .
8 2.0169
40468 R |

SUCCESSOR-R

C10-linear i

apresentative Component

enesuffonats

NOCAS_891689

‘SUCCESSOR Representstive Component

4-{Dodecan-5-yljbanzane-1
23003-02-

-sulfonic acid

SUCCESSOR Repressnistive Companant

SUCCESSOR Repressnistive Companant

4-{dodecan-4-yljbenz=n

SUCCESSOR:Reprasentstive Component

ay

acid 4-{decan-4-yl)benzenasulfonic scid
NOCAS_g81331

4-{decan-5-yl]be
NOCAS_231148

SUCCESSOR: General Form

No Chemical
Structure
Associated
with this
Substance

Benzenesulfonic acid, C10-13-alkyl derivs., sodium
68411-30-3

-sulfonic acid
NOCAS_BG2870

UNIVERSITE DU
LUXEMBOURG
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European (World-)Wide Exchange of Suspects | [ JlEA

| 1
Tentatively Identified Spectra: 4 sweden @) {

hitp://g00.gl/0t7|Gp NORMAN Suspect List Exchange:

Hits in GNPS MassIVE datasets: . ) y—
TPs in skin: hit://a00.aI/NmOAix http://www.norman-network.com/?g=node/236

Surfactants: http://goo.gl/7sY9Pf
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Schymanski et al. 2015, ABC, DOI: 10.1007/s00216-015-8681-7
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2015: European Non-target Screening Trial

gor

Non-target HR-MS(/MS) Acquisition

Peak
picking

I I
| Target list | [ Suspect list |
I I

| Peak picking or X/Cf

Suspect
Screening

on TN EEN N S N

~

Increasing identification
confidence

“downgrading” with
contradictory evidence

Level 2

Probable Structure
by library/diagnostic evidence

Level 3

Tentative Candidate(s)
suspect, substructure, class

Schymanski et al, 2014, ES&T. DOI: 10.1021/es5002105 & Schymanski et al. 2015, ABC, DOI: 10.1007/s00216-015-8681-7




Eawag Surfactant List in CompTox Dashboard

Alkylbenzenesulfonate, linear
42615-29-2 | DTXSID3020041

€Y Searched by Synonym: Found 1 result for
‘Linear alkylbenzene sulfonate’

Presence in Lists

Surfactant List Screened in Swiss Wastewater (2014)

Surfactant List Screened in Swiss Wastewater (2014)

EAWAGSURF is a list of surfactants screened in Swiss wastewater ‘
effluents as part of a 2014 study. Structures/mixtures are being

progressively curated and linked (Schymanski’Williams). Further details in
Schymanski et al 2014, DOI- 10.1021/es4044374
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o
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o
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e

4-{decan-5-yl)benzene-1-sulfonic ...
NOCAS_881146

4-(Dodecan-G-yl)penzene-1-sulfon. . 4-(dodecan-4-yljbenzene-1-sulfoni... C11-LAS

23003-92-1 NOCAS_262370 NOCAS_381007

https:/www.slideshare.net/AntonyWilliams/

LAS: n+m=7-10

CDK Depict

CH,

\_¢|?
H[)/\\
o

4-{decan-4-yl)benzenesulfonic acid
NOCAS_3891333

markush-enumeration-to-manage-mesh-and-manipulate-substances-of-unknown-

or-variable-composition


https://cdkdepict-openchem.rhcloud.com/depict/cow/svg?smi=OS(=O)(=O)c1ccc(cc1)C(CC)CC%20|Sg:n:13:m:ht,Sg:n:11:n:ht|%20LAS;%20n%2Bm=7-10&abbr=off&hdisp=bridgehead&showtitle=true&zoom=2.45&annotate=none

Target, Suspect and Non-Target Screening

extraction (SPE) ! HPLC separation 1&1 HR-MS/MS

Sampling
|
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[ KNOWNS ] [No Prior Knowledge]
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Ve I N s l 3
[ Targets found ] Spectral match Suspects found [ Masses of interest
. I J N\ J I
(Molecular formula)
I
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